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Abstract

This bibliography records publications of Frank E. Harris.
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A&M [415]. Ab-Initio [117]. Absorption [362]. abstracts [403].
acceleration [162]. Access [152]. Accounts [425]. Accurate
[136, 289, 229, 238]. Acid [13, 14, 4, 90]. Acids [6, 3, 17]. Adams [290].
addition [9]. Adiabatic [132]. Advances [409, 422, 400, 281]. af [231].
Affinities [113]. Affinity [93]. album [355]. Algebraic
[129, 195, 205, 213, 182, 342]. Algorithm [369]. Alkali [115]. Alpha [193].
Alternating [34]. alternative [190]. American [404]. Amsterdam [403].
Analysis [310, 324, 232]. Analytic [203, 218, 219, 341, 233, 349, 350].
Andrew [46]. Angles [364]. Angular [303, 239, 243, 372]. Anisotropy [21].
anti [182]. antiferromagnets [196]. Application
[115, 196, 192, 254, 388, 122]. applications [191, 331, 336]. Applied [378].
Approach [365, 75, 143, 204, 81]. approaches [230]. Approximate
[291, 374, 255, 272, 273, 268, 295, 327]. Approximation [67, 83, 299, 302].
Approximations [137, 226, 282, 70, 220, 131]. April [401]. Aqueous
[15, 37]. Aquifer [204, 208, 215, 285, 286]. arc [357]. arising [162, 232].
aspects [401, 188, 212]. associated [360]. Association [339, 3, 4, 43, 357].
Atom [127, 277, 269, 373, 81, 289, 102]. Atom-Centered [269]. Atomic
[402, 117, 139, 258, 330, 89, 422, 375, 92, 95, 112, 403, 211, 118, 125, 126, 203,
232, 233, 238, 333, 338, 110, 341, 94, 349, 350]. Atomic-Hydrogen
[139, 126]. Atoms [168, 365, 395, 113, 274, 334, 85]. Attractive [123].
August [415]. Auxiliary [186, 344, 347, 227, 236].

B [20, 327, 236, 428, 92, 112]. BaFe [153]. Balanced [131]. Band
[404, 212, 146]. Barrier [44]. Base [58, 65, 66, 74]. based [220, 291, 295, 327].
Bases [372, 90]. Basis [396, 397, 191, 297, 300, 328, 245, 199, 380]. Behavior
[298, 299, 302]. Belgium [425]. Berkeley [359]. Beryllium [391]. Bessel
[304, 214, 285, 293]. Beyond [83, 217]. BH [121]. Bill [290]. Binding [39].
biochemistry [401, 128, 405]. Biology [261]. Bipyramidal [153]. Bird [20].
Bloch [297]. Body [177, 234, 239, 240, 243, 258, 259, 279, 292, 326, 330, 351,
352, 229, 241, 242, 244, 253, 263, 294, 185]. Bond [387, 44, 47, 58, 65].
Bonded [64, 58, 65, 66, 74]. bonding [91]. Bonds [66]. Book [20, 46, 342].
books [51]. Born [266, 272, 273]. Boron [93, 95]. Boulder [407]. bound
[229]. Br [192]. Branched [26]. Branching [377, 386]. Bras [399]. Brian
[417]. Brillouin [219, 262, 382]. Brillouin-Zone [382].
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Buckminsterfullerene [197, 274]. butanol [9]. Butyric [3].

C [284, 20, 92, 112]. C60 [223]. Calculated [155]. Calculation
[329, 366, 44, 204, 261, 298, 107, 381, 93, 123, 68, 172, 178, 136].
Calculations [38, 99, 117, 119, 130, 137, 139, 143, 150, 152, 89, 120, 154, 96,
167, 188, 190, 217, 211, 212, 102, 126, 160, 179, 229, 131, 268, 189, 110].
Calculus [305]. Calibrations [140]. California [406]. Canonical [363].
Carboxylic [6, 17]. Career [278]. Carlo [28]. Center
[228, 404, 392, 218, 276, 136, 348, 353]. Centered [269]. CF [356]. CH [121].
Chain [168, 11, 12, 26, 29, 18, 34, 167, 191, 25]. chainlike [191]. Chains
[28, 188, 190]. Challenges [426, 419]. Chania [418]. Chapter
[362, 363, 364, 365, 366, 326, 367, 368, 369, 370, 371, 372, 373, 374, 375, 376].
Characteristic [383]. characterization [386]. charge
[172, 221, 345, 346, 166]. Chelate [19, 28]. Chem [232]. Chemical
[47, 261, 400]. Chemistry [416, 425, 409, 104, 135, 145, 412, 413, 261, 201,
392, 421, 422, 376, 401, 27, 51, 52, 235, 388, 199, 202, 427, 428, 407, 413].
Chemists [143, 46]. CI [251, 338, 186]. Cl [192]. Close [115]. Closer [193].
Cluster [378, 176, 206, 163, 181, 196, 210, 381, 385]. Clusters [423, 158].
CN [175]. Co [189, 188, 149, 155]. CO-Compounds [155]. Coherent [374].
Collection [425]. Collisions [365, 222, 87, 223, 284, 403, 107]. Collocation
[201, 398, 202]. combination [211]. Commemorative [417]. Comment
[347, 227, 228, 232, 233, 244, 276, 333, 346, 349, 263, 350]. Comments
[221, 43]. commutators [182]. Compact
[246, 249, 250, 252, 279, 333, 269, 248]. Comparison [100, 301]. Complete
[99, 160]. Complex [306, 149]. complexes [274, 142, 147, 148]. Compounds
[155, 401, 122, 156]. Comprehensive [424, 335]. Computation
[45, 292, 419, 348, 216, 344, 347, 227, 235, 54, 228, 420]. Computational
[212, 404, 419, 422, 420, 376, 188, 190, 418, 406, 419]. Computer [206, 210].
Computing [145, 383, 331, 336]. Concepts [427, 428]. Conceptual [422].
Conditions [360]. Conducting [42]. Cone [205, 396, 397, 213, 199].
Conference [403, 404, 419, 418, 420, 407, 415, 412]. Configuration
[28, 86, 89, 82, 80, 100, 85, 110]. configuration-interaction [80, 100, 85].
Configurations [45, 54]. Confined [364, 298, 299, 301, 302]. Conjugated
[387, 379, 383]. Consistent [84, 106]. Constant [13, 14, 9]. constants [103].
Constraint [291, 295, 327]. Constraint-based [291, 295, 327].
Construction [138, 94]. Contact [371]. Containing [387, 379, 32, 148].
Contraction [182, 9]. Contributing [379]. Contributions [21, 32, 216].
Conventional [235]. Convergence [162]. Coordinates
[243, 229, 260, 264, 348, 228]. Corfu [419, 420]. Correlated
[239, 245, 258, 259, 277, 292, 326, 288, 253, 260, 264, 294, 334]. Correlation
[200, 113, 118, 181, 230, 233, 268, 341, 349, 350]. Correlations [124].
Corrigendum [351]. cosine [214]. Coulomb
[351, 228, 244, 263, 352, 105, 234, 240, 241, 258, 201, 202, 398, 348]. Coupled
[378, 163, 176, 181, 196, 206, 371, 210, 381, 385]. Coupled-Cluster
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[378, 176, 206, 163, 196, 210, 381, 385]. course [27]. Crete [418]. Critical
[10, 198]. Croatian [388]. cross [107]. cross-sections [107]. Crystal
[394, 154, 126]. Crystalline [143, 151, 164, 160, 162]. Crystals
[408, 119, 130, 139, 150, 169, 389, 393, 125, 134, 146]. CS [188]. Cu [189].
Cubic [139, 146]. Cumulant [220, 226]. Cumulant-based [220]. Current
[234, 257]. Curriculum [104]. Curtiss [20]. Curve [72, 55]. Curves [132].
Cyclobutane [387]. Cytosine [58, 65, 66, 74].

D [216, 217, 97, 98]. D-periodicity [216]. Danish [231]. David [342].
definite [287]. Deformation [42]. Delocalization [371]. Dense [426].
Densities [269, 155, 68, 172, 267, 166, 158]. Density
[226, 266, 267, 332, 390, 301, 255, 272, 273, 287, 198, 220, 268, 175, 360].
density-functional [198]. Deoxy [155]. Deoxy- [155]. Deoxygenated
[157]. Dependence [363, 392, 223, 9]. Dependent [299, 298, 166, 302].
Derivation [16]. derivatives [161]. Detachment [87]. Determinants [307].
Determination [19, 2]. detour [209]. developing [281]. development
[160]. Developments [421, 384]. DFT [368]. diagrammatic [195, 342].
Diagrams [177]. Diamine [19]. Diamine-Metal [19]. Diatomic
[38, 45, 49, 83, 192, 80, 54]. Dielectric
[5, 6, 7, 8, 13, 14, 15, 16, 21, 30, 31, 37, 9]. Dielectrics [23]. Differential
[319, 320, 323, 131]. Dihedral [364]. Dilogarithms [258]. Dimensional
[207, 389, 211, 219, 221, 262, 345, 346]. Dimensionally
[275, 366, 256, 297, 300, 328]. Dipole [30, 31]. Dirac [270]. direct [190].
Discrete [205, 213]. Discussion [47, 60, 368, 340]. Dissolved [141].
Distance [377]. Distribution [28, 29, 22]. Distributions [26, 345, 221, 346].
Double [58]. downward [236]. driven [251]. Droplets [42]. Dynamic
[278, 356]. Dynamics [356, 282, 255, 271, 283].

Editor [171]. Effects [378, 29, 109]. efficiency [251]. Efficient [211, 236].
Eigenfunctions [114, 94]. Eigenvalue [308]. Eight [373]. Electric
[42, 166, 174, 175]. Electrically [42]. Electrodynamics [205, 213, 199].
electrolyte [9]. Electron
[378, 71, 127, 250, 252, 81, 87, 120, 173, 93, 113, 155, 102, 181, 203, 218, 230,
232, 233, 238, 247, 257, 298, 333, 107, 341, 175, 349, 350, 299, 302, 158].
electron-atom [102]. Electron-Hydrogen-Atom [81].
Electron-Repulsion [71]. Electronic [408, 403, 362, 168, 329, 366, 99, 116,
133, 139, 143, 150, 151, 152, 164, 169, 146, 380, 189, 58, 166, 174, 175, 95, 124,
159, 188, 191, 216, 217, 211, 160, 162, 170, 184, 194, 122, 403, 144].
Electronic-Structure [116, 139, 143, 152, 146, 380, 189, 160, 162, 144].
Electrons [410]. Electrostatic [32]. Electrostatics [395]. Elements
[77, 138, 253, 338]. Eleven [376]. ellipsoidal [218]. Elliptical [228, 348].
Employing [369]. Encyclopedia [414]. endohedral [274]. energetics [274].
Energies [99, 113, 118, 163, 172, 146]. Energy [38, 291, 292, 266, 200, 81, 42,
66, 375, 272, 273, 287, 262, 338, 281, 295, 327, 360, 407]. Engineering
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[419, 420, 331, 336, 418]. Ensembles [363]. Enthalpies [19]. Entropies [19].
Entropy [369]. Equation [16, 201, 398, 371, 270, 194, 202]. Equations
[314, 319, 320, 206, 191, 210, 385]. Equilibria [65, 66, 74]. Equilibrium [22].
Equimolar [29, 34]. Erratum [69, 144, 327, 350]. ESCMSE [418]. ETO
[415]. European [418]. eV [356]. Evaluation
[167, 188, 61, 76, 187, 293, 105, 203, 218, 236, 238, 71]. Ewald
[297, 300, 328, 207, 221, 345, 346]. Ewald-type [297, 300, 328]. Exact
[125, 139, 370, 389, 154, 114, 126]. Exact-Exchange [154]. Exchange
[216, 378, 33, 39, 370, 154, 262, 268, 35, 36]. exchange-correlation [268].
Excitation [375, 163]. Excited [53]. Existence [385]. Expansion
[378, 75, 101, 127, 129, 237, 269, 396, 81, 108, 120, 218, 229, 111, 286, 63].
Expansions [225, 47, 214, 247]. experiment [27]. Experimental
[155, 147, 148, 19]. Explicitly [259]. Exploring [356]. Exponential
[352, 41, 229, 258, 225, 214, 242, 245, 351, 244]. exponential-basis [245].
Exponentially [239, 292, 288, 294, 334]. Extended
[390, 73, 188, 190, 198, 85, 90, 122].

F [20, 87, 192, 100, 87, 92, 112]. Factors [379, 393]. FAKE [178, 179, 192].
Faster [268]. Fe [189, 175, 140, 155, 158]. Fe-57 [155]. FeF [166]. fermion
[195, 342]. ferricyanide [174]. ferrocene [161]. FeSO [159]. Few
[288, 234, 240, 252, 259, 289, 241, 253, 257, 263]. Few-Body
[234, 240, 259, 241, 253, 263]. Few-Electron [252, 257]. Few-parameter
[288, 289]. Field [106, 166, 174, 175]. Fifteen [365]. Films
[395, 284, 172, 184]. Finite [332, 410, 301, 287]. Finite-Temperature [332].
First [113, 415, 85, 358, 112]. First-Order [113, 112]. first-row [85]. Fitted
[370]. Fitting [269, 267]. Five [364]. Florida [415]. Fluctuations [21].
Fluids [362]. fluorine [158]. Fock [190, 191, 217, 211, 212, 329, 366, 83, 119,
125, 126, 130, 134, 139, 151, 172, 146, 380, 390, 394, 154, 299, 301, 302].
following [60]. force [268, 271]. Forces [266, 282, 272, 273, 283]. formalism
[172]. Formation [19, 28, 26]. Forms [323]. formula [215]. Formulas
[330, 297, 300, 328, 294]. forty [357]. forty-four [357]. Four
[239, 243, 258, 279, 292, 326, 330, 370, 229, 232, 294, 333, 357]. Four-Body
[239, 243, 258, 279, 292, 326, 330, 229, 294]. four-electron [232, 333].
Fourier
[144, 309, 168, 191, 217, 211, 212, 256, 275, 329, 366, 116, 133, 169, 184, 136, 389].
Fourier-representation [191]. Fourier-transform [184]. Fourteen [371].
Fragmentation [296, 224, 231]. Fragmentering [231]. Frank
[342, 368, 354, 355, 367, 356, 357, 358, 427, 428, 359]. Free
[368, 42, 272, 273, 281, 287]. Freeman [342]. Frequencies [15, 23, 37].
Frontiers [426]. fullerener [231]. Fullerenes [222, 423, 296, 224, 231]. Fully
[258, 326, 334, 260, 264, 294]. Function
[312, 204, 208, 293, 289, 215, 236, 286]. Functional [200, 301, 272, 273, 198].
Functionals [291, 266, 332, 370, 255, 272, 273, 287, 268, 281, 295, 327].
Functions [304, 311, 316, 318, 32, 48, 186, 249, 106, 394, 92, 112, 191, 225,



6

344, 347, 17, 203, 227, 242, 253, 285, 294, 333, 338, 146, 341, 82, 233, 349, 350].
Fundamental [416]. Further [310].

G [417]. gamma [225, 285, 312]. Gas [378, 24, 274]. gaseous [1]. Gases
[8, 10, 20, 141, 2, 158]. Gaussian [191, 297, 300, 328, 48, 396, 397, 199, 111].
Gaussian-basis [297, 300, 328]. Gaussians [260, 264]. Gegenbauer [247].
Gels [39, 35, 36]. General [239, 27]. Generalized [373, 285]. Generation
[206, 210, 271, 283]. GGA [287]. Graded [282, 271, 283].
Graded-Sequence-of-Approximations [282]. gradient [174, 175].
gradient- [175]. gradients [166]. Grand [363]. graphitic [284]. Graphs
[209]. Greece [419, 418, 420]. Green [311]. Ground
[40, 49, 368, 92, 112, 288, 289, 56, 265]. Ground-State [368]. Group [313].
Groups [339, 43]. GTO [187]. Guanine [58, 65, 66, 74]. Guide [424, 335].

H [191, 356, 58, 65, 66, 192, 364, 40, 62, 86, 87, 55, 59]. Halide [115].
Halides [64]. Hamiltonian [396, 397, 199]. Handbook [423]. Harmonics
[372]. Harris [342, 354, 355, 367, 356, 357, 358, 427, 428, 359]. Hartree
[191, 380, 190, 217, 211, 212, 329, 366, 83, 119, 125, 126, 130, 134, 139, 151,
170, 172, 146, 390, 394, 154, 299, 301, 302]. Hartree-like [170]. He-Like
[246, 249, 248]. HeH [364, 72, 53]. Heights [404]. Heisenberg [196].
Heitler [340]. Held [412, 406, 401, 404, 415]. helium [107]. Hemoglobin
[155, 157]. Hendrik [342]. HeNe [88]. Heptanoic [3]. Heteroatom [379].
Heterocycles [379]. heterocyclic [401, 122]. Heteronuclear [45, 54]. High
[23, 391, 394]. High-Quality [394]. High-Temperature [391]. Highly
[238, 248, 249, 250, 279, 229]. Hirschfelder [20]. homonuclear [54]. Hückel
[84, 73, 90, 122, 384]. Hybrid [370, 173]. Hydrogen
[364, 168, 49, 64, 139, 165, 81, 120, 393, 154, 58, 65, 66, 74, 125, 126, 380, 91].
Hylleraas [243, 338]. Hyperbolic [371]. Hyperfine [92, 112]. hypervirial
[254].

IBM [406, 404, 404]. ICCMSE [419, 418, 420]. ICPEAC [403]. II
[28, 168, 71, 139, 65, 18, 112, 54]. III [416, 49, 146, 66, 34]. Illus [46].
Impact [222, 223]. Imperfect [24]. implemented [211]. Importance [216].
Improved [200]. Improving [251]. Impurity [371]. Inclusion [378].
Incomplete [285, 293, 225]. Index [387]. Induced [57, 74]. Inelastic
[101, 108]. Inference [369]. Infinite [410, 167]. Information [377]. Initio
[117, 96, 230, 164]. Innovations [332]. Instructor [51, 335, 336]. Integral
[314, 315, 41, 70, 392, 225, 233, 341, 349, 350]. Integrals
[61, 63, 67, 71, 76, 102, 186, 228, 239, 258, 260, 173, 415, 105, 187, 203, 214,
218, 232, 238, 242, 245, 247, 254, 111, 348, 353, 276]. integrands [245].
integration [219, 262, 194]. Integrations [382]. Interaction
[77, 258, 339, 86, 88, 89, 43, 62, 80, 100, 85, 110, 82]. Interatomic
[266, 272, 273]. interfaces [184]. Intermolecular [8]. Internal [44].
International [403, 419, 418, 420, 415, 401]. interparticle [264].
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Interpretation [147, 148]. Introduction [261]. investigation [161].
involving [182]. Ion [19, 33, 39, 97, 98, 35, 36]. Ionic [37]. Ionization
[6, 17]. Ions [364, 365, 32, 375]. Iron [141, 157, 142, 147, 148, 156, 158].
iron-containing [148]. iron-fluorine [158]. iron-oxygen [158].
isoelectronic [265]. Isomer [140, 155, 142, 158]. Isomer-Shift [140]. issue
[261]. Iterative [73, 90, 122]. IV [29, 74].

J [20, 232, 342, 404]. Jerusalem [401]. joint [404]. Jose [406]. Jr [46]. July
[403, 412]. June [417].

Kekulé [387]. Kemija [388]. Kemiji [388]. Kets [399]. Kinetic
[291, 338, 266, 272, 273, 287, 281, 295, 327, 360]. Kinetic-energy [338].
KMgF [140]. Kohn [360]. Kryachko [215].

L [342]. Laboratory [406]. Lamé [372]. Large [137, 406]. Large-Molecule
[137]. Laser [365]. Laser-Modified [365]. Lattice [103, 153, 162]. lattices
[196]. law [27]. LCAO [188, 389]. Leaky [204, 208, 215, 285, 286]. Lecture
[413]. Lectures [419, 418]. Legendre [316]. Level [38, 217]. Li [277]. Light
[205, 396, 397, 199, 213]. Light-Cone [205, 213]. LiH [56]. Like
[246, 249, 170, 248]. Linear [168, 329, 133, 86, 392, 211, 168]. Liouville [322].
Liquid [13, 14]. Liquids [7, 20]. List [354]. Lithium
[394, 288, 289, 134, 146]. Local [266]. Localized [406]. logarithmic [245].
London [340]. Look [193]. Low [81, 88, 96]. Low-Energy [81]. Low-Lying
[88]. Löwdin [416]. lowest [238]. Lying [88, 96].

M [189]. Madelung [144, 103, 115, 116]. Magnetic [157, 175, 159].
Magnetic-Susceptibility [157]. manometer [27]. Manometry [27].
Manual [335, 336, 51]. Many [177, 298, 373, 392, 299, 195, 342, 185, 302].
Many-Atom [373]. Many-Body [177, 185]. Many-Center [392].
Many-electron [298, 299, 302]. many-fermion [195, 342]. Maple
[336, 205, 213, 331]. March [401]. Master [367]. Matematicka [388].
Material [255]. Mathematica [331, 336]. Mathematical
[424, 317, 427, 428, 261, 388, 335]. Mathematics [331, 336]. Matrices
[307, 226, 220]. Matrix [377, 77, 138, 253, 338, 209]. Matter [426]. May
[406, 404]. Mean [375]. Measurement [23]. Measurements [153].
Mechanical [16, 117, 282, 56, 59, 271, 283]. Mechanics
[61, 63, 71, 104, 128, 405]. Meeting [145, 417]. memoir [359]. Memorial
[290]. Memory [416]. Metal [19]. Metallic [165, 393, 154, 380].
Metastability [97, 98]. Method [168, 329, 366, 115, 116, 176, 180, 193, 389,
192, 191, 217, 211, 212, 144, 163, 178, 181, 196, 194, 381, 45, 54]. Methods
[424, 275, 84, 127, 129, 133, 164, 169, 234, 240, 261, 293, 335, 406, 404, 419,
418, 420, 340, 376, 256, 100, 170, 195, 198, 241, 263, 342, 271, 283].
Microeffusiometry [1]. Microwave [15, 23, 37]. Minimum [369].
mixtures [1]. Model [11, 12, 29, 33, 39, 18, 34, 188, 190, 25, 267]. Modern
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[413, 420]. Modified [365, 188]. Molecular
[402, 408, 377, 364, 26, 40, 45, 49, 61, 64, 67, 76, 78, 79, 117, 186, 252, 269, 53,
121, 393, 422, 154, 91, 282, 340, 54, 141, 142, 156, 157, 192, 255, 415, 386, 344,
347, 22, 70, 178, 179, 187, 227, 236, 131, 271, 283, 147, 148, 149, 20, 46].
Molecular-Orbital [141, 179]. Molecular-Structure [157]. Molecule
[40, 49, 83, 137, 96, 56]. Molecules [38, 44, 45, 48, 49, 183, 406, 192, 80, 54].
Møller [256, 275]. Moments [30, 31]. Momentum [303, 372, 392].
Monkhorst [342]. Monte [28]. Mössbauer
[153, 189, 141, 142, 147, 149, 156]. Mountains [367]. MS [193, 189].
MS-X-Alpha [193]. multi [54]. multi-configurations [54]. Multicenter
[61, 63, 71, 111, 415]. Multiple [193]. Multiresolution [365]. Multivalent
[140]. Mutation [57]. My [357]. Myoglobin [155, 157, 149].
myoglobin-CO [149].

N [58, 65, 66, 92, 112]. nanophysics [423]. Natural [47]. near [10]. Needs
[145]. Negative [97, 98]. Neighboring [339, 43]. Neon [124]. Netherlands
[403]. Ni [189]. Nils [278, 280]. Nine [368]. Nitroaniline [362]. Nitrogen
[97, 98]. No [392]. Noble [141, 274, 158]. noncyclic [22]. nonempirical
[131]. Nonlinear [371, 374]. nonsingular [242]. Note [24, 171, 197]. Notes
[413]. nucleic [90]. Number [197]. Numbers [50]. Numerical
[262, 369, 353, 194, 276].

O [20, 153, 132, 132, 66, 92, 96, 112]. Occurring [61, 167]. odd [264]. OH
[109]. Öhrn [280, 278]. Old [419, 241, 263]. Olov [416]. One
[275, 366, 367, 211, 256, 297, 300, 328, 221, 345, 346]. one-dimensional
[211, 221, 345, 346]. One-Dimensionally [275, 366, 256, 297, 300, 328].
Onsager [16]. Open [79, 80, 82]. Open-Shell [79, 80, 82]. operator [182].
Operators [77]. Oppenheimer [266, 272, 273]. optical [189]. Optimized
[106]. Optimum [108]. Orbital
[45, 46, 49, 78, 79, 368, 53, 113, 340, 141, 192, 272, 273, 287, 70, 178, 179, 131,
281, 121, 111, 136, 91, 54, 142, 147, 148, 149, 156]. Orbital-Free
[368, 272, 273, 287, 281]. Orbitals [40, 63, 64, 71, 76, 228, 211, 348]. Order
[112, 113, 185]. order-by-order [185]. orders [238]. Ordinary [319].
Organic [46]. Orientation [223]. Origin [63]. Orthogonal [79]. Overlap
[173, 276, 131, 353]. Oxford [342]. oxygen [156, 158].

Packed [115]. Pair [58, 65, 66, 74, 123, 124]. Paper [43, 60]. papers [403].
parameter [288, 289]. parameters [189]. part [51, 428]. Partial [320].
Pauli [287]. pentacyanide [147]. Per-Olov [416]. Periodic
[275, 366, 395, 217, 256, 297, 300, 328, 230, 343]. Periodicity [207, 216, 211].
Permittivity [23]. personal [359]. Perspectives [409]. Perturbation
[275, 177, 256, 185]. Phase [3, 4]. Phenomena [339, 43]. photo [355].
photoelectron [189]. Photoexcited [373]. Phys [232, 327, 350]. Physical
[404, 331, 336]. Physicists [424, 335]. Physics [403, 414, 400, 376, 427, 428].
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Planar [201, 202, 343]. plane [198, 380]. plane-wave [198, 380]. Plesset
[256, 275]. Point [10, 291, 295, 327]. Points [382]. Polar [5, 7, 8, 10, 21].
Polarizability [337]. Polarization [5, 6, 7, 8, 16, 21, 30, 31, 92]. Poly [329].
Polyampholytes [29, 34]. Polyatomic [48, 80]. Polyelectrolyte
[39, 35, 36]. Polyelectrolytes [11, 12, 29, 339, 18, 34, 25, 43]. polymer
[167, 212]. Polymeric [32]. polymerizations [22]. Polymers
[408, 411, 168, 26, 133, 150, 169, 337]. Polynomial [383]. Positive [287].
Positive-definite [287]. potassium [174]. Potential
[72, 371, 132, 58, 123, 55, 62, 66]. potentialities [217]. Potentials
[8, 88, 287]. Potentiometric [339, 43]. powers [264]. pp [20, 46].
Prediction [272, 273]. Predissociation [109]. Preface [361].
Preliminaries [317]. preliminary [134]. Presented [419, 418]. Press [342].
Pressure [7, 9, 166]. pressure- [166]. Primjena [388]. principle [270].
Principles [51, 52]. Probability [321]. problem [352, 134, 232, 351, 244].
Problems [308, 234, 240, 243, 259, 419, 392, 241, 263]. Proceedings
[406, 404, 420, 407, 415, 401, 417, 412]. Processes [117]. products [111, 136].
Professor [417]. programmed [52]. Programming [152]. progress [418].
projected [138, 82]. Projection [114]. Properties
[362, 15, 37, 47, 252, 295, 394, 255, 381, 327]. Proton [57]. Publications
[354]. pyrites [189].

QED [396, 397]. quadratic [219]. Quadrature [369]. Quadrupole
[157, 142, 147, 148]. Quality [394]. Quantization [399]. Quantized
[205, 213]. Quantum [411, 401, 416, 61, 63, 71, 104, 117, 128, 135, 413, 201,
392, 421, 422, 282, 405, 56, 196, 199, 202, 59, 271, 283].
Quantum-Mechanical [117, 56]. quasi [268]. quasi-spin [268].

R [20]. radial [194]. Radiation [57, 74]. Radiation-Induced [57]. radical
[109]. random [25]. Raoult [27]. Rapid [105, 283]. ray [393]. Re [263].
reactions [35, 36]. reactivity [407]. reality [385]. recognised [418].
Recurrence [253, 264, 294, 330]. recursion [236]. Recursive [185].
Reduced [226, 220]. Reduction [205, 173, 182, 213]. Reference [298].
Regularly [34]. Related [330, 161]. relations [253, 264]. Relative
[369, 229, 260]. Relativistic [158]. Remote [152]. Remote-Access [152].
Reply [346, 382]. report [134]. Representation
[168, 275, 116, 133, 169, 270, 397, 191, 256, 351, 352, 144, 244, 199].
Repulsion [71, 173, 218]. Research [406, 404, 407]. Resins [33].
Resistivity [391]. Resonances [129]. Response [347, 373]. Restricted
[329, 366, 10, 211, 212, 191]. Results [141, 125]. Rev [327, 350]. Review
[20, 46, 342, 342]. Rigorous [230, 380]. Ring [378, 26]. Robust [369].
Rotation [10, 44]. Row [113, 85].

s [237]. Sachs [383]. same [209]. San [406]. Scattering
[402, 75, 101, 127, 129, 193, 81, 89, 108, 120, 393, 102, 110]. SCF [188].
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scheme [185]. Schrödinger [194, 201, 202, 398, 371, 376]. SCHUR [417].
Science [50, 419, 420, 331, 336]. sciences [418]. Second [399]. sections
[107]. Self [6, 84, 106, 17]. Self-Consistent [106]. self-ionization [17].
September [413, 419, 420]. Sequence [282]. Series [309, 167, 265]. Session
[290]. set [388]. Seven [366]. Sham [360]. Shell [64, 79, 80, 82]. Shift
[140, 142]. Shifts [155, 158]. Short [28, 355]. Si [186]. Sigma [64]. Simple
[119, 130, 266]. Simulated [274, 222]. Simulations [284, 255, 271, 283]. Sinc
[201, 202, 398, 399, 369]. sine [214]. Single [379, 45, 291, 295, 327].
Single-point [291, 295, 327]. Singular [242, 254]. Site [153]. Six [372]. Size
[363]. Skeletal [29]. Skupova [388]. Slater
[228, 233, 349, 350, 60, 63, 71, 76, 203, 111, 136, 348, 341]. Slater-orbital
[111]. Slater-Type [228, 63, 71, 76, 348]. Small [38, 334]. Society [418, 404].
Software [412]. Solid [141, 158]. Solids
[99, 116, 139, 143, 151, 164, 406, 144, 160, 162, 146, 380]. Solution [371].
Solutions [15, 30, 31, 37, 39, 385]. Solving [201, 398, 202]. some [167, 232].
Space [329, 366, 392, 190, 211, 212]. Spaces [325]. Spanning [197]. Special
[318, 382, 261]. spectra [189]. Spectroscopic [161]. spectroscopy [417].
Spectrum [362]. Spherical [214]. Spheroconal [372]. Spin
[77, 85, 106, 114, 68, 138, 268, 82]. Spin-extended [85]. Spin-Optimized
[106]. spin-projected [138, 82]. Split [64]. Split-Shell [64]. Splitting
[157, 142, 148]. splittings [147]. sponsorship [404]. Square [371, 196].
Stability [379, 165, 121]. Standards [412]. State
[40, 49, 368, 97, 98, 55, 288, 289, 56, 229, 109]. States
[406, 53, 88, 390, 374, 92, 96, 112, 140, 297, 265]. Statistical [16, 369].
Statistics [321]. Status [368]. stereoregular [337]. STO [186, 218].
strategy [188, 190]. Streitwieser [46]. strings [182]. Structure
[408, 329, 366, 7, 116, 139, 143, 150, 152, 165, 169, 58, 34, 92, 95, 112, 157,
124, 274, 188, 191, 216, 217, 211, 212, 160, 162, 170, 184, 146, 380, 189, 122,
166, 174, 175, 407, 142, 159, 144]. Structures
[168, 387, 115, 133, 151, 164, 410]. Studies [45, 49, 83, 116, 139, 151, 169, 53,
58, 65, 66, 74, 300, 328, 80, 144, 162, 230, 257, 85, 146, 380, 121, 122, 54].
Study [28, 86, 141, 56, 198, 90, 91, 59, 149, 156]. Sturm [322]. Substances
[5, 21]. Summation [115, 221, 345, 346]. Summations [207, 330]. Summer
[407]. Sums [116, 103, 162, 144]. Supercritical [362]. Surface
[222, 66, 223, 62]. Surface-Impact [222, 223]. surfaces [184].
Susceptibility [157, 175]. susceptibility- [175]. Symbolic
[261, 235, 331, 336]. Symmetry [239, 243, 417]. Symposium [406, 401, 280].
System [363, 152, 373, 86, 132, 383]. System-Size [363]. Systematics
[118, 265]. Systems [19, 275, 366, 387, 32, 45, 64, 207, 239, 246, 249, 250, 279,
298, 326, 390, 42, 422, 58, 65, 66, 74, 374, 299, 301, 191, 216, 217, 211, 256,
297, 300, 328, 198, 229, 230, 248, 257, 333, 302, 54, 59].

table [251, 343]. table-driven [251]. Tables [41]. Tallahassee [415].
Tautomeric [65, 66, 74]. Technique [101, 160, 108, 162, 221, 345, 346].
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Temperature [298, 332, 391, 299, 301, 302, 166]. Temperature-Dependent
[299, 298, 302, 166]. Ten [369]. tensor [174, 175]. Tensors [323]. Teorije
[388]. Tetrafluoroethylene [329]. text [52]. Their [154, 184, 254]. theorem
[182, 254, 383]. Theoretical [425, 409, 407, 425]. Theory
[411, 306, 313, 322, 377, 275, 20, 24, 46, 78, 79, 84, 177, 404, 419, 372, 373,
422, 73, 301, 272, 273, 256, 70, 170, 184, 195, 388, 185, 147, 148, 384, 342].
Thermodynamic [17, 32]. Thermodynamics [19, 28]. Thin [184, 172].
Thirteen [362]. Thomas [404]. Three
[326, 330, 375, 351, 352, 203, 233, 238, 242, 244, 247, 341, 349, 350]. Three-
[326, 330]. three-body [351, 352, 242, 244]. three-electron
[203, 233, 238, 247, 341, 349, 350]. Threshold [371]. Titration [339, 43].
Topical [425]. Topics [310]. topological [386]. Toruń [417]. total [172].
traces [2]. transform [217, 184, 136]. Transforms [315, 389]. Transitions
[154]. treatment [276, 380, 353]. Trees [197]. Tribute [416, 278, 427, 428].
Trifluoroacetic [13, 14, 4]. trigonometric [167]. Tunneling [57, 66, 74, 65].
Twelve [374]. Two [363, 207, 228, 250, 389, 218, 219, 262, 276, 136, 348, 353].
Two-Center [228, 218, 276, 136, 348, 353]. Two-Dimensional
[207, 389, 219, 262]. Two-Electron [250]. Type
[63, 71, 76, 228, 287, 297, 300, 328, 348].

u [388]. U.S.A [415]. unconventional [235]. Units [50]. University
[412, 342, 415]. upon [9]. use [94]. Using
[228, 389, 140, 272, 273, 383, 205, 213, 380, 348, 82, 147, 148]. Utah [412, 413].

V [205, 213, 380]. Valence [387, 44, 89, 110, 80]. value [233, 341, 349, 350].
Vapor [3, 4, 2]. Variable [306]. variational [229, 270]. Variationally [370].
Variations [305]. Vector [324, 325]. via [218, 268, 398, 111]. VII [403].
VIIth [403]. Virtues [217]. volume [9, 416].

Warm [426]. Water [362, 2, 9, 91]. Watson [404]. Wave [48, 249, 106, 394,
92, 112, 289, 198, 203, 233, 242, 253, 294, 333, 338, 380, 341, 349, 350].
Wavefunction [277]. Wavefunctions
[246, 250, 252, 258, 259, 279, 292, 326, 113, 288, 334]. wavefuntions [248].
Weight [26]. weights [22]. Well [371, 58]. Wiley [20, 46]. without [27].
Workshop [413]. World [416]. Wybourne [417].

X [180, 192, 193, 393]. X- [180]. X-Alpha [193]. X-ray [393]. Xe [284]. xvi
[46]. xxvi [20]. XY [192].

years [357, 358, 359]. Yngve [278, 280]. York [20, 46, 342, 404]. Yorktown
[404].

zero [131]. zero-differential-overlap [131]. Zn [189]. Zone [382, 219, 262].
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dreas M. Köster. Chapter four — hybrid functionals with variationally
fitted exact exchange. Advances in Quantum Chemistry, 71:41–67, 2015.
CODEN AQCHA9. ISSN 0065-3276. URL http://www.sciencedirect.

com/science/article/pii/S0065327615000167.

Mendez-Fragoso:2015:CFH

[371] Ricardo Méndez-Fragoso and Remigio Cabrera-Trujillo. Chapter four-
teen — on a hyperbolic solution to the nonlinear Schrödinger equation
for a square well potential coupled to a contact impurity at the delocal-
ization threshold. Advances in Quantum Chemistry, 71:341–352, 2015.
CODEN AQCHA9. ISSN 0065-3276. URL http://www.sciencedirect.

com/science/article/pii/S0065327615000143.

Mendez-Fragoso:2015:CSA

[372] Ricardo Méndez-Fragoso and Eugenio Ley-Koo. Chapter six — angular
momentum theory in bases of Lamé spheroconal harmonics. Advances
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Volume III. Kluwer Academic Publishers Group, Norwell, MA, USA, and



REFERENCES 80

Dordrecht, The Netherlands, 2004. ISBN 90-481-6687-X (print), 94-017-
0448-1 (e-book). xlvi + 677 pp. URL http://link.springer.com/book/

10.1007/978-94-017-0448-9.

King:2006:SSS

[417] Ronald C. King, Miros law Bylicki, and Jacek Karwowski, editors. Sym-
metry, spectroscopy and SCHUR: proceedings of the Professor Brian G.
Wybourne Commemorative Meeting, Toruń, 12–14 June 2005. Nicolaus
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